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2.6: M = Zn (91%)
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2.17: M = Zn (74%)









2.19: M = Zn (93%)
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5.17 (R = 4-cyanophenyl)
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Structure, CCDC no. 2.1, 980630 2.2, 980631 
Empirical formula C47H50B2Cl3N8O13Zn2 C51H63B2Cl3Co2N8O15
Mol. Weight / g mol-1 1193.66 1273.92 
Temperature / K 140(2) 140(2) 
Wavelength / Å 0.71073 0.71073 
Crystal system Monoclinic Monoclinic 
Space group C2/c P21/c
a / Å 20.085(9) 11.866(4) 
b / Å 26.915(9) 26.913(5) 
c / Å 11.882(4) 17.852(5) 
? / ° 90 90 
? / ° 117.982(16) 97.484(18) 
? / ° 90 90 
Volume / Å3 5672(4) 5652(3) 
Z 4 4 
Density / g cm-3 1.398 1.497 
Absorption Coeff. / mm-1 1.052 0.802 
Crystal size / mm3 0.269 x 0.201 x 0.119 0.369 x 0.279 x 0.219 
? range / ° 2.674 to 25.531 2.671 to 27.713 
Index ranges 
-24 ? h ? 24 
-32 ? k ? 31 
-14 ? l ? 14 
-15 ? h ? 15 
-32 ? k ? 35 
-23 ? l ? 23 
Reflections collected 9285 22063 
Independent reflections 5261 [R(int) = 0.0400] 13046 [R(int) = 0.0432] 
Completeness  99.7 % (to ? = 25.242°) 99.5 % (to ? = 25.242°) 
Absorption correction None None 
Max. & min. transmission - - 
Data / restraints / 
parameters 
5261 / 583 / 403 13046 / 1083 / 772 
Goodness-of-fit on F2 1.116 1.019 
Final R indices [I > 2 s (I)] R1 = 0.0970, wR2 = 0.2752 R1 = 0.0667, wR2 = 0.1649 
R indices (all data) R1 = 0.1259, wR2 = 0.3005 R1 = 0.1265, wR2 = 0.1970 
Extinction coefficient - - 
Larg. diff. peak/hole / eÅ-3 2.001 and -1.001 0.703 and -0.833  






Structure, experiment no. 2.3, MM094b 2.6, MM117 2.7, MM119 
Empirical formula C46H49B2N8O13ClMn2 C46H49B2ClN8O13Zn2 C46H49B2ClCo2N8O13
Mol. Weight / g mol-1 1222.02 1109.74 1096.86 
Temperature / K 140(2) 140(2) 140(2) 
Wavelength / Å 0.71073 0.71073 0.71073 
Crystal system Monoclinic Monoclinic Monoclinic 
Space group C2/c P21/c P21/c
a / Å 19.952(7) 11.564(3) 11.551(3) 
b / Å 26.909(8) 27.380(4) 27.292(4) 
c / Å 11.900(3) 18.506(4) 18.513(4) 
? / ° 90 90 90 
? / ° 115.984(15) 101.438(16) 101.420(15) 
? / ° 90 90 90 
Volume / Å3 5743(3) 5743(2) 5721(2) 
Z 4 4 4 
Density / g cm-3 1.413 1.283 1.274 
Absorption Coeff. / mm-1 0.746 0.944 0.689 
Crystal size / mm3 - - - 
? range / ° 5.4 to 50.7 5.16 to 55.4 5.16 to 55.36 
Index ranges 
-24 ? h ? 23 
-32 ? k ? 32 
-14 ? l ? 14 
-15 ? h ? 15 
-35 ? k ? 35 
-24 ? l ? 23 
-15 ? h ? 15 
-35 ? k ? 35 
-22 ? l ? 23 
Reflections collected 10195 25631 23947 
Independent reflections 5255 [R(int) = 0.0442] 13135 [R(int) = 0.0332] 12721[R(int) = 0.0296] 
Completeness  - - - 
Absorption correction - - - 
Max. & min. transmission - - - 
Data / restraints / parameters 5255 / 0 / 335 13135 / 18 / 784 12721 / 53 / 856 
Goodness-of-fit on F2 2.119 1.069 1.050 
Final R indices [I > 2 s (I)] R1 = 0.1298, wR2 = 0.3356 R1 = 0.0776, wR2 = 0.2225 R1 = 0.0613, wR2 = 0.1783 
R indices (all data) R1 = 0.1585, wR2 = 0.3456 R1 = 0.1040, wR2 = 0.2449 R1 = 0.0858, wR2 = 0.1974 
Extinction coefficient - - - 
Larg. diff. peak/hole / eÅ-3 2.02 and -1.75 1.61 and -1.19  1.15 and -0.63 








Structure, CCDC no. 2.12, 1453506 2.26, 1453507 2.28, 1453508 
Empirical formula C66H75B2N9O9Zn2 C57H52B2N12O9Zn2 C65H50B2N11.50O9Zn2
Mol. Weight / g mol-1 1290.71 1201.46 1288.52 
Temperature / K 100(2) 100(2) 140(2) 
Wavelength / Å 0.69791 0.69791 0.71073 
Crystal system Monoclinic Orthorhombic Monoclinic 
Space group P21/c C2221 I2/a
a / Å 17.9643(4) 16.9652(2) 24.0018(8) 
b / Å 22.2539(9) 25.8649(2) 26.4540(8) 
c / Å 20.8724(4) 14.1059(10) 25.9813(10) 
? / ° 90 90 90 
? / ° 108.065(2) 90 115.749(5) 
? / ° 90 90 90 
Volume / Å3 7932.9(4) 6189.71(10) 14858.6(10) 
Z 4 4 8 
Density / g cm-3 1.081 1.289 1.152 
Absorption Coeff. / mm-1 0.656 0.800 0.702 
Crystal size / mm3 0.500 x 0.400 x 0.300 0.500 x 0.150 x 0.150 0.361 x 0.254 x 0.193 
? range / ° 1.569 to 21.549 1.991 to 26.855 3.381 to 29.517 
Index ranges 
-18 ? h ? 18 
-22 ? k ? 18 
-21 ? l ? 21 
-21 ? h ? 20 
-33 ? k ? 33 
-18 ? l ? 17 
-32 ? h ? 32 
-34 ? k ? 36 
-30 ? l ? 35 
Reflections collected 56549 46615 81462 
Independent reflections 9262 [R(int) = 0.0901] 6700 [R(int) = 0.0536] 18615 [R(int) = 0.0396] 







Max. & min. transmission 1.00000 and 0.43991 0.889 and 0.6916 0.898 and 0.821 
Data / restraints / parameters 9262 / 566 / 919 6700 / 0 / 376 18615 / 0 / 809 
Goodness-of-fit on F2 1.039 1.081 1.022 
Final R indices [I > 2 s (I)] R1 = 0.0834, wR2 = 0.2197 R1 = 0.0293, wR2 = 0.0819 R1 = 0.0492, wR2 = 0.1314 
R indices (all data) R1 = 0.0909, wR2 = 0.2267 R1 = 0.0293, wR2 = 0.0819 R1 = 0.0759, wR2 = 0.1508 
Extinction coefficient - - - 
Larg. diff. peak/hole / eÅ-3 1.333 and -1.031 0.32 and -0.34 1.393 and -0.476 








Structure, CCDC no. 2.31, 980635 
Empirical formula C128H178B4N28O30Zn5
Mol. Weight / g mol-1 2959.18 
Temperature / K 100(2) 
Wavelength / Å 0.71073 
Crystal system Monoclinic 
Space group C2/c
a / Å 31.656(9) 
b / Å 31.476(5) 
c / Å 21.712(4) 
? / ° 90 
? / ° 115.962(7) 
? / ° 90 
Volume / Å3 17876(7) 
Z 4 
Density / g cm-3 1.100 
Absorption Coeff. / mm-1 0.726 
Crystal size / mm3 0.495 x 0.395 x 0.304 
? range / ° 3.021 to 27.518 
Index ranges 
-41 ? h ? 40 
-40 ? k ? 40 
-28 ? l ? 26 
Reflections collected 112893 
Independent reflections 20236 [R(int) = 0.0454] 




Max. & min. transmission 0.7456 and 0.5750 
Data / restraints / parameters 20236 / 2051 / 935 
Goodness-of-fit on F2 0.919 
Final R indices [I > 2 s (I)] R1 = 0.0938, wR2 = 0.2757 
R indices (all data) R1 = 0.1357, wR2 = 0.3234 
Extinction coefficient - 
Larg. diff. peak/hole / eÅ-3 1.528 and -1.124 








Structure, experiment no. 2.32, MM168C3 2.33, MM221-Pt 2.34, MM614H 
Empirical formula C51H37B2N9O17Cl2Zn2 C362H286B8N36O36P12Co8Pt6S10 C605H765B10N50O90F45P20S15Zn10Pt10
Mol. Weight / g mol-1 1125.84 8136.95 14845.62 
Temperature / K 140(2) 140(2) 140(2) 
Wavelength / Å 1.54178 1.54178 1.54178 
Crystal system Monoclinic Monoclinic Monoclinic 
Space group P21 P21/n P21/n
a / Å 16.046(3) 25.2748(12) 12.249(2) 
b / Å 30.0005(19) 16.7986(6) 26.275(5) 
c / Å 18.6935(19) 25.2799(12) 41.732(8) 
? / ° 90 90 90 
? / ° 91.177(16) 109.223(5) 90.200(16) 
? / ° 90 90 90 
Volume / Å3 8996.9(17) 10134.9(8) 13431(4) 
Z 6 1 1 
Density / g cm-3 1.2466 1.333 1.835 
Absorption Coeff. / mm-1 1.928 7.677 7.168 
Crystal size / mm3 - - 0.328 x 0.271 x 0.133 
? range / ° 7.18 to 174.98 7.406 to 145.796 6.728 to 102.534 
Index ranges 
-20 ? h ? 19 
-36 ? k ? 33 
-22 ? l ? 18 
-29 ? h ? 31 
-18 ? k ? 20 
-28 ? l ? 31 
-8 ? h ? 12 
-26 ? k ? 26 
-41 ? l ? 42 
Reflections collected 24777 19231 63375 
Independent reflections 20317 [R(int) = 0.1247] 19231 [R(int) = 0.1288] 14396 [R(int) = 0.2879] 
Completeness  - - - 
Absorption correction - - - 
Max. & min. transmission - - - 
Data / restraints / parameters 20317 / 0 / 961 19231 / 0 / 917 14396 / 0 / 580 
Goodness-of-fit on F2 1.639 1.046 1.181 
Final R indices [I > 2 s (I)] R1 = 0.2210, wR2 = 0.4687 R1 = 0.1257, wR2 = 0.3188 R1 = 0.1706, wR2 = 0.4060 
R indices (all data) R1 = 0.3001, wR2 = 0.5401 R1 = 0.1516, wR2 = 0.3462 R1 = 0.3384, wR2 = 0.4929 
Extinction coefficient - - - 
Larg. diff. peak/hole / eÅ-3 3.019 and -1.47 4.63 and -2.45 1.75 and -0.78 








Structure, experiment no. 2.36, MM638A 2.37, MM674A 2.38, MM183D3 
Empirical formula C51H32B2N11O13Co2Cl0.63 C52H39B2CoN13O12Zn2 C39.25HBCl4Co2N11O9
Mol. Weight / g mol-1 642.6 1249.25 1029.16 
Temperature / K 140(2) 100(2) 140(2) 
Wavelength / Å 0.71073 0.69791 0.71073 
Crystal system Monoclinic Monoclinic Monoclinic 
Space group P21/n C2/c P21/a
a / Å 31.4677(7) 32.613(7) 20.940 
b / Å 17.0376(6) 19.032(4) 31.920 
c / Å 43.3674(10) 31.787(6) 32.810 
? / ° 90 90 90 
? / ° 109.254(2) 102.16(3) 93.56 
? / ° 90 90 90 
Volume / Å3 21950.2(10) 19287(7) 21888 
Z 16 8 16 
Density / g cm-3 0.7777 0.860 1.249 
Absorption Coeff. / mm-1 0.617 0.934 0.855 
Crystal size / mm3 - 0.200 x 0.200 x 0.100 - 
? range / ° 6.64 to 56.92 2.96 to 59.96 3.24 to 53.96 
Index ranges 
-41 ? h ? 39 
-22 ? k ? 18 
-53 ? l ? 48 
-40 ? h ? 27 
-23 ? k ? 23 
-34 ? l ? 39 
-26 ? h ? 26 
-39 ? k ? 38 
-37 ? l ? 39 
Reflections collected 109508 44059 239217 
Independent reflections 43367 [R(int) = 0.0498] 18533 [R(int) = 0.0516] 41598 [R(int) = 0.0350] 
Completeness  - - - 
Absorption correction - - - 
Max. & min. transmission - - - 
Data / restraints / parameters 43367 / 0 / 1494 18533 / 1136 / 785 41598 / 0 / 1369 
Goodness-of-fit on F2 2.657 1.024 2.880 
Final R indices [I > 2 s (I)] R1 = 0.1809, wR2 = 0.4826 R1 = 0.0516, wR2 = 0.1426 R1 = 0.1744, wR2 = 0.5573 
R indices (all data) R1 = 0.2423, wR2 = 0.5069 R1 = 0.0596, wR2 = 0.1478 R1 = 0.1790, wR2 = 0.5664 
Extinction coefficient - - - 
Larg. diff. peak/hole / eÅ-3 4.35 and -2.31 0.54 and -0.82 5.85 and -1.28 








Structure, CCDC no. 3.2, 1441272 
Empirical formula C61.5H73B2Co2N7O13
Mol. Weight / g mol-1 1257.74 
Temperature / K 120(2) 
Wavelength / Å 0.71073 
Crystal system Triclinic 
Space group P1 
a / Å 16.359(2) 
b / Å 16.504(2) 
c / Å 32.228(6) 
? / ° 79.278(12) 
? / ° 77.959(13) 
? / ° 62.972(11) 
Volume / Å3 7539(2) 
Z 4 
Density / g cm-3 1.108 
Absorption Coeff. / mm-1 0.496 
Crystal size / mm3 0.459 x 0.302 x 0.296 
? range / ° 1.494 to 24.800 
Index ranges 
-19 ? h ? 19 
-18 ? k ? 19 
-38 ? l ? 37 
Reflections collected 66550 
Independent reflections 41354 [R(int) = 0.0669] 




Max. & min. transmission 0.7451 and 0.4868 
Data / restraints / 
parameters 
41354 / 5589 / 3020 
Goodness-of-fit on F2 1.037 
Final R indices [I > 2 s (I)] R1 = 0.0953, wR2 = 0.2407 
R indices (all data) R1 = 0.1252, wR2 = 0.2661 
Extinction coefficient - 
Larg. diff. peak/hole / eÅ-3 1.004 and -0.817 
Flack x (Parsons) - 
????
??????????????????????????????????????????????????????????????????????? ?????????????????????????
Structure, CCDC no. 3.10, 1439994 3.11, 1439995 3.12, 1439996 
Empirical formula C150H141B6N18O40Zn10 C324H340B12N41O84Zn20 C150H141B6Co6N18O41Zn4
Mol. Weight / g mol-1 3554.36 7589.47 3531.72 
Temperature / K 180(2) 100(2) 100(2) 
Wavelength / Å 0.71073 0.69633 0.71073 
Crystal system Trigonal Monoclinic Trigonal 
Space group R-3m C2/c R-3m
a / Å 27.750(5) 35.8409(2) 31.837(8) 
b / Å 27.750(5) 42.7516(2) 31.837(8) 
c / Å 27.750(5) 50.8130(5) 62.41(2) 
? / ° 70.755(7) 90 90 
? / ° 70.755(7) 91.5280(10) 90 
? / ° 70.755(7) 90 120 
Volume / Å3 18454(11) 77830.8(10) 54787(34) 
Z 2 4 6 
Density / g cm-3 0.640 0.648 0.642 
Absorption Coeff. / mm-1 0.673 0.641 0.559 
Crystal size / mm3 0.466 x 0.431 x 0.360 0.400 x 0.350 x 0.300 0.297 x 0.269 x 0.150 
? range / ° 1.267 to 17.222 1.453 to 20.375 1.279 to 15.872 
Index ranges 
-23 ? h ? 23 
-23 ? k ? 23 
-23 ? l ? 23 
-35 ? h ? 35 
-42 ? k ? 42 
-50 ? l ? 50 
-23 ? h ? 24 
-24 ? k ? 24 
-48 ? l ? 48 
Reflections collected 84372 229579 33033 
Independent reflections 4054 [R(int) = 0.1109] 40637 [R(int) = 0.0527] 3173 [R(int) = 0.2496] 








Max. & min. transmission 0.7444 and 0.4938 0.6979 and 0.4316 0.6979 and 0.4316 
Data / restraints / parameters 4054 / 1110 / 468 40637 / 7798 / 2628 3173 / 1447 / 452 
Goodness-of-fit on F2 1.806 2.002 1.305 
Final R indices [I > 2 s (I)] R1 = 0.1036, wR2 = 0.3446 R1 = 0.1118, wR2 = 0.4136 R1 = 0.1038, wR2 = 0.2752 
R indices (all data) R1 = 0.1327, wR2 = 0.3878 R1 = 0.1192, wR2 = 0.4229 R1 = 0.1677, wR2 = 0.3461 
Extinction coefficient - - - 
Larg. diff. peak/hole / eÅ-3 0.857 and -1.195 1.159 and -0.695 0.610 and -0.694
Flack x (Parsons)  - - 
????
??????????????????????????????????????????????????????????????????????? ???????????????????
Structure, CCDC no. MOF 3.13, 1439997 MOF 3.14, 1439998 
Empirical formula C150H141B6Co6N18O40Zn4 C114H60B6Br9Co6N18O40Zn4
Mol. Weight / g mol-1 3515.72 3720.91 
Temperature / K 100(2) 100(2) 
Wavelength / Å 0.69561 0.69561 
Crystal system Trigonal Monoclinic 
Space group R-3 C2/m
a / Å 31.473(5) 45.916(4) 
b / Å 31.473(5) 30.605(2) 
c / Å 62.316(13) 27.785(2) 
? / ° 90 90 
? / ° 90 100.851(8) 
? / ° 120 90 
Volume / Å3 53458(19) 38347(5) 
Z 6 4 
Density / g cm-3 0.655 0.645 
Absorption Coeff. / mm-1 0.572 1.466 
Crystal size / mm3 0.250 x 0.200 x 0.100 0.200 x 0.150 x 0.100 
? range / ° 1.497 to 23.113 1.755 to 20.353 
Index ranges 
-35 ? h ? 35 
-35 ? k ? 35 
-57 ? l ? 69 
-45 ? h ? 43 
-30 ? k ? 30 
-24 ? l ? 25 
Reflections collected 204166 60275 
Independent reflections 16743 [R(int) = 0.0378] 16940 [R(int) = 0.1056] 






Max. & min. transmission 1.00000 and 0.26476 1.00000 and 0.36866 
Data / restraints / parameters 16743 / 1619 / 755 16940 / 1911 / 937 
Goodness-of-fit on F2 1.935 1.200 
Final R indices [I > 2 s (I)] R1 = 0.1386, wR2 = 0.4374 R1 = 0.1124, wR2 = 0.3354 
R indices (all data) R1 = 0.1506, wR2 = 0.4473 R1 = 0.1435, wR2 = 0.3563 
Extinction coefficient - - 
Larg. diff. peak/hole / eÅ-3 1.640 and -0.731 e.Å-3 0.963 and -0.824 e.Å-3 
Flack x (Parsons) - - 
????
???????????????????????????????????????????????????????????????????????? ??????????
Structure, CCDC no. MOF 3.15, 1440000 
Empirical formula C121H83B4Br4N13O34S2Zn8
Mol. Weight / g mol-1 3212.96 
Temperature / K 100(2) 
Wavelength / Å 0.71073 
Crystal system Monoclinic 
Space group C2/c
a / Å 40.845(5) 
b / Å 42.367(5) 
c / Å 34.547(9) 
? / ° 90 
? / ° 115.816(11) 
? / ° 90 
Volume / Å3 53817(17) 
Z 8 
Density / g cm-3 0.793 
Absorption Coeff. / mm-1 1.349 
Crystal size / mm3 0.479 x 0.346 x 0.248 
? range / ° 1.108 to 18.800 
Index ranges 
-37 ? h ? 37 
-38 ? k ? 38 
-31 ? l ? 31 
Reflections collected 123244 
Independent reflections 20751 [R(int) = 0.0851] 
Completeness  98.6 % (to ? = 18.800°) 
Absorption correction Semi-empirical from equivalents 
Max. & min. transmission 1.00000 and 0.36866 
Data / restraints / parameters 20751 / 4467 / 1675 
Goodness-of-fit on F2 1.480 
Final R indices [I > 2 s (I)] R1 = 0.1071, wR2 = 0.3391 
R indices (all data) R1 = 0.1701, wR2 = 0.3958 
Extinction coefficient - 
Larg. diff. peak/hole / eÅ-3 1.055 and -0.922 e.Å-3 
Flack x (Parsons) - 
????
?????????????????????????????????????????????????????????????????????????????????????????
Structure, CCDC no. 4.8, 1481126 4.9, 1481127 
Empirical formula C53.5H60AgB2N9O13.5Zn2 C53.75H60.5AgB2Co2 N9.5O14.25
Mol. Weight / g mol-1 1305.33 1314.96 
Temperature / K 100(2) 100(2) 
Wavelength / Å 1.54178 0.71073 
Crystal system Monoclinic Monoclinic 
Space group P21/c P21/c
a / Å 12.3180(2) 12.3035(11) 
b / Å 19.2910(4) 19.295(4) 
c / Å 27.0609(5) 27.164(3) 
? / ° 90 90 
? / ° 96.918(2) 97.324(7) 
? / ° 90 90 
Volume / Å3 6383.6(2) 6395.9(15) 
Z 4 4 
Density / g cm-3 1.358 1.366 
Absorption Coeff. / mm-1 3.846 0.882 
Crystal size / mm3 0.8 x 0.2 x 0.1 0.7 x 0.2 x 0.1 
? range / ° 4.01 to 73.08 3.10 to 30.00 
Index ranges 
-15 ? h ? 14 
-23 ? k ? 23 
-33 ? l ? 25 
-17 ? h ? 17 
-25 ? k ? 27 
-38 ? l ? 38 
Reflections collected 46094 106504 
Independent reflections 12520 [R(int) = 0.036] 18526 [R(int) = 0.031] 
Completeness  99.5 % (to ? = 67.5°) 99.2 % (to ? = 26.00°) 
Absorption correction Semi-empirical from equivalents Semi-empirical from equivalents 
Max. & min. transmission 1.00 and 0.38 0.75 and 0.64 
Data / restraints / 
parameters 
12520 / 53 / 813 18526 / 48 / 815 
Goodness-of-fit on F2 1.01 1.08 
Final R indices [I > 2 s (I)] R1 = 0.083, wR2 = 0.179 R1 = 0.065, wR2 = 0.140 
R indices (all data) R1 = 0.088, wR2 = 0.181 R1 = 0.083, wR2 = 0.152 
Extinction coefficient - - 
Larg. diff. peak/hole / eÅ-3 1.61 and -2.53 3.11 and -2.11 
Flack x (Parsons) - - 
????
???????????????????????????????????????????????????????????????????????????????????????????
Structure, CCDC no. 4.10, 1481128 4.11, 1481129 
Empirical formula C78.25H68.5AgB2N11.5O12.75Zn2 C125H71Ag3B4Cl2Co4N22O19
Mol. Weight / g mol-1 1634.17 2858.50 
Temperature / K 140(2) 120(2) 
Wavelength / Å 0.71073 0.69791 
Crystal system Triclinic Orthorhombic 
Space group P1 Pna21 
a / Å 15.6943(3) 40.6211(2) 
b / Å 17.8805(5) 14.7220(1) 
c / Å 18.0418(4) 34.9798(3) 
? / ° 67.658(2) 90 
? / ° 78.0034(17) 90 
? / ° 65.410(2) 90 
Volume / Å3 4250.72(19) 20918.8(3) 
Z 2 4 
Density / g cm-3 1.277 0.908 
Absorption Coeff. / mm-1 0.850 0.626 
Crystal size / mm3 0.7 x 0.5 x 0.1 0.50 x 0.03 x 0.02 
? range / ° 3.60 to 29.48 1.51 to 23.04 
Index ranges 
-20 ? h ? 21 
-23 ? k ? 24 
-23 ? l ? 19 
-43 ? h ? 45 
-11 ? k ? 15 
-38 ? l ? 38 
Reflections collected 55999 89199 
Independent reflections 32067 [R(int) = 0.031] 25055 
Completeness  99.6 % (to ? = 26.00°) 68.0 % (to ? = 24.725°) 
Absorption correction Semi-empirical from equivalents Semi-empirical from equivalents 
Max. & min. transmission 0.75 and 0.50 1.00 and 0.40 
Data / restraints / 
parameters 
32067 / 209 /2059 25055 / 397 / 1558 
Goodness-of-fit on F2 1.01 1.29 
Final R indices [I > 2 s (I)] R1 = 0.061, wR2 = 0.151 R1 = 0.088, wR2 = 0.201 
R indices (all data) R1 = 0.072, wR2 = 0.159 R1 = 0.095, wR2 = 0.204 
Extinction coefficient - - 
Larg. diff. peak/hole / eÅ-3 2.18 and -0.95 0.95 and -0.75 




Structure, experiment no. 5.14, 4-CNCoHL2 5.17, CFR078-2 5.18, CFR061-A3 
Empirical formula C46H35B2Co2N13O15 C46H47B2FeN8O9Zn C50H50B2Cl4FeN8O9Zn 
Mol. Weight / g mol-1 1149.35 998.76 1202.43 
Temperature / K 100(2) 100(2) 140(2) 
Wavelength / Å 0.71073 0.71073 1.54178 
Crystal system Triclinic Orthorhombic Monoclinic 
Space group P-1 Pbcn P21/n 
a / Å 17.26(3) 14.766(6) 20.2039(2) 
b / Å 20.02(4) 12.136(4) 12.8242(10) 
c / Å 30.76(3) 25.910(15) 23.3006(3) 
? / ° 102.68(8) 90 90 
? / ° 91.75(14) 90 90.7090(10) 
? / ° 94.02(10) 90 90 
Volume / Å3 10337(30) 4643(4) 6036.7(11) 
Z 8 4 4 
Density / g cm-3 1.477 1.429 1.323 
Absorption Coeff. / mm-1 0.722 0.893 4.507 
Crystal size / mm3 - - - 
? range / ° 2.22 to 36.8 6.28 to 46.8 7.58 to 154.22
Index ranges 
-15 ? h ? 15 
-17 ? k ? 17 
-27 ? l ? 27 
-16 ? h ? 16 
-13 ? k ? 13 
-28 ? l ? 28 
-25 ? h ? 25 
-16 ? k ? 16 
-29 ? l ? 28 
Reflections collected 50440 33300 172446 
Independent reflections 14771 [R(int) = 0.1507] 3389 [R(int) = 0.1324] 12713 [R(int) = 0.0903] 
Completeness  - - - 
Absorption correction - - - 
Max. & min. transmission - - - 
Data / restraints / parameters 14771 / 0 / 1103 3389 / 24 / 331 12713 / 6 / 702 
Goodness-of-fit on F2 2.074 1.217 2.557 
Final R indices [I > 2 s (I)] R1 = 0.1678, wR2 = 0.3601 R1 = 0.1141, wR2 = 0.2421 R1 = 0.0958, wR2 = 0.2815 
R indices (all data) R1 = 0.2815, wR2 = 0.4178 R1 = 0.1514, wR2 = 0.2624 R1 = 0.1045, wR2 = 0.2991 
Extinction coefficient - - - 
Larg. diff. peak/hole / eÅ-3 1.40 and -1.22 1.09 and -0.85 2.96 and -1.30 
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